Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.062; wR factor = 0.184; data-to-parameter ratio = 20.5.
Two independent molecules comprise the asymmetric unit of the title compound, C 14 H 20 N 2 OS. These differ in the relative orientations of the pentyl chains [C-C-C-C torsion angles = À176.7 (3) and 176.4 (3) ]. Significant twists are evident in each molecule, the dihedral angles formed between the thiourea and amide residues being 53.47 (17) and 55.81 (17) . In the crystal, each molecule self-associates via a centrosymmetric eight-membered {Á Á ÁHNC S} 2 synthon, and these are connected into a supramolecular chain along [110] via C-HÁ Á ÁO contacts. Disorder is noted for one of the independent molecules in that two orientations (50:50) were resolved for its benzene ring.
Related literature
For the coordination potental of thiourea derivatives, see: Pisiewicz et al. (2010) . For pharmaceutical applications of thioruea deriavives, see: Venkatachalam et al. (2004) ; Bruce et al. (2007) . For applications of thiourea derivatives in catalysis, see: Gunasekaran et al. (2010 Gunasekaran et al. ( , 2011 . For closely related structures, see: Gunasekaran et al. (2010a,b,c Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx þ 1; Ày þ 2; Àz þ 2; (iii) Àx þ 2; Ày þ 2; Àz þ 1.
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Comment
Thiourea derivatives exhibit remarkable coordination versatility towards metal cations (Pisiewicz et al., 2010) . In continuation of structural studies of thiourea derivatives (Gunasekaran et al., 2010a; Gunasekaran et al., 2010b; Gunasekaran et al., 2010c) , which have applications in the field of pharmaceuticals (Venkatachalam et al., 2004; Bruce et al., 2007) and catalysis (Gunasekaran et al., 2010; Gunasekaran et al., 2011) , the crystal structure of the title compound, (I), was investigated.
Two independent molecules, Figs 1 and 2, comprise the asymmetric unit of (I). While similar, the molecules differ in the relative orientations of the pentyl groups, Fig. 3 , as quantified in the values of the C10-C11-C12-C13 and C24-C25-C26-C27 torsion angles of -176.7 (3) and 176.4 (3) °, respectively, which indicate opposite orientations with respect to the remaining part of the respective molecules. While 50:50 disorder was found in the orientation of the phenyl ring in the second independent molecule, it is noted that the disordered rings are co-planar; dihedral angle = 6.9 (3) °. Significant twists are evident in each molecule with the dihedral angle formed between the thiourea and amide residues being 53.47 (17) ° [for S1,N1,N2,C7/O1,N1,C7,C7] and 55.81 (17) ° [for S2,N3,N4,C22/O2,N3,C21,C22]. Similarly, the terminal benzene ring is twisted out of the least-squares plane through the amide forming a C1-C6-C7-O1 torsion angle of -27.5 (4) °. For the second molecule, with disorder in the benzene ring, the C19-C20-C21-O2 and C19'-C20'-C21-O2 torsion angles are 154.8 (5) and 141.8 (6) °, respectively.
In the crystal packing, each independent molecule self-associates via a centrosymmetric eight-membered {···HNC═S} 2 synthon. The carbonyl-O2 atom forms an intermolecular C-H···O interaction that serves to link the centrosymmetric dimers into a linear supramolecular chain along [110], Fig. 4 ; the carbonyl-O1 atom is engaged in an intramolecular C-H···O contact.
Experimental
A solution of benzoyl chloride (0.7029 g, 5 mmol) in acetone (50 ml) was added drop-wise to a suspension of potassium thiocyanate (0.4859 g, 5 mmol) in anhydrous acetone (50 ml). The reaction mixture was heated under reflux for 45 min. and then cooled to room temperature. A solution of n-methylpentylamine (0.5060 g, 5 mmol) in acetone (30 ml) was added and the resulting mixture was stirred for 2 h. Hydrochloric acid (0.1 N, 300 ml) was added and the resulting white solid was filtered, washed with water and dried in vacuo. Crystals were grown at room temperature from its acetone solution. M.pt. 
Refinement
The H-atoms were placed in calculated positions (N-H = 0.88; C-H 0.93 to 0.97 Å) and were included in the refinement in the riding model approximation, with U iso (H) set to 1.2 to 1.5U equiv (N, C). The phenyl ring of the second of the independent molecules is disordered over two postions. The occupancy could not be refined, so the disorder was assumed to be a 1:1 type. The rings were refined as rigid hexagons of 1.39 Å sides. The anisotropic displacement factors of the primed atoms supplementary materials sup-2 were set to those of the unprimed ones, and were restrained to be nearly isotropic. The C carbonyl -C phenyl distances were restrained to within 0.01 Å of each other. Fig. 1 . The molecular structure of the first independent molecule of (I) showing displacement ellipsoids at the 35% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) S1 0.61942 (10) 0.45168 (7) 0.37694 (5) supplementary materials sup-10 
